Qualitative Analysis Report

Data Filename  TOX21_400029_TMS 1.D Sample Name NCGC Tox21_400029 from C14 SP109717
Position 62 Instrument Name 5975C_MR
User Name Kirill Acq Method B1_28-0_2_520_mt384_sndv.M

User Chromatograms

10 6 |+ TIC Scan TOX21_400029_TMS 1.D
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x10 5 |GC1 - A:Flame lonization Detector Signal #1 Translated from ChemStation FID1A.CH Signal File T...
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Response Units vs. Acquisition Time (min)
MW Confirmed, Purity>90%
PubChem 5
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http://pubchem.ncbi.nlm.nih.gov/summary/summary.cgi?sid=144213990

Qualitative Analysis Report

User Spectra

Spectrum Source
Peak (1) in "+ TIC Scan"

x10 4 |+ Scan (7.459-7.545 min, 16 Scans) TOX21_400029_TMS 1.D Subtract
126.0
2,
1.5
1. 69.0
78.0 173.0
0.5- 55 450 610
olso el 850 %° 1139 | 139 1579

20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Counts vs. Mass-to-Charge (m/z)

Spectrum Source
Peak (2) in "+ TIC Scan"

«10 4 |+ Scan (7.933-8.095 min, 29 Scans) TOX21_400029_TMS 1.D Subtract
| 61.0
1
0.8
0.6
0.41 73.0
0.2 - 165.0 149.0
o 270 L bl ‘\ | 1199 ‘16‘9-0 1980 2160 |
20 40 60 80 100 120 140 160 180 200 220 240

Counts vs. Mass-to-Charge (m/z)

Spectrum Source
Peak (3) in "+ TIC Scan"

x10 4 |+ Scan (21.021-21.102 min, 15 Scans) TOX21_400029_TMS 1.D Subtract
| 3133
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43.1 103.0

11 291 ‘
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Counts vs. Mass-to-Charge (m/z)
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Qualitative Analysis Report

Spectrum Source
Peak (4) in "+ TIC Scan"

x10 4
3.5
3,
2.51
2,
1.51
14
0.5

+ Scan (22.548-22.618 min, 13 Scans) TOX21_400029_TMS 1.D Subtract

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380

Counts vs. Mass-to-Charge (m/z)

--- End Of Report ---
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Qualitative Analysis Report

Data Filename  TOX21_400029_TMS 2.D Sample Name NCGC Tox21_400029 from L20 SP109722
Position 284 Instrument Name 5975C_MR
User Name Kirill Acq Method C1_28-0_2_520_mt384_sndv.M

User Chromatograms

10 6 |+ TIC Scan TOX21_400029_TMS 2.D
1.2 21.049 1

22.581

o 9.404 k
8 9 10 11 12 13 14 15 16 17 18 19 20 21 22 23 24 25 26 27
Counts vs. Acquisition Time (min)

x10 5 |GC1 - A:Flame lonization Detector Signal #1 Translated from ChemStation FID1A.CH Signal File T...
84 21.041
6,
41 22.576
2,
| 9.399 L
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8 9 10 11 12 13 14 15 16 17 18 19 20 21 22 23 24 25 26 27
Response Units vs. Acquisition Time (min)

*:. Agilent Technologies Page 1 of 4 Printed at: 12:34 PM on: 5/14/2014



Qualitative Analysis Report

User Spectra

Spectrum Source
Peak (1) in "+ TIC Scan"

x103 |+ Scan (7.389-7.441 min, 10 Scans) TOX21_400029_TMS 2.D Subtract

35 1471

3
2.5

2
1.5

73.0

63.0

14
0.5+

45.0 78.0

35.0 “\‘

103.0
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Counts vs. Mass-to-Charge (m/z)

20 30 40 50 60

Spectrum Source
Peak (2) in "+ TIC Scan"

x10 4

3.5
3
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2
1.5
14
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0

+ Scan (7.499-7.569 min, 13 Scans) TOX21_400029_TMS 2.D Subtract
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78.0

173.0
450  61.0
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Counts vs. Mass-to-Charge (m/z)
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Spectrum Source
Peak (3) in "+ TIC Scan"

x10 3
1.2+

14
0.8
0.6
0.4
0.2+

+ Scan (7.760-7.823 min, 12 Scans) TOX21_400029_TMS 2.D Subtract
75.0

129.0 157.1
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Counts vs. Mass-to-Charge (m/z)
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Qualitative Analysis Report

Spectrum Source
Peak (4) in "+ TIC Scan"

x10 4 |+ Scan (7.945-8.072 min, 23 Scans) TOX21_400029_TMS 2.D Subtract

61.0
1.5

1.25-
1
0.75 |
0.5-

0.25- 45.0 100.0

0 27.'0. L NN ‘ ‘ 120.0 ‘ 169-0 198.0 216.0

20 40 60 80 100 120 140 160 180 200 220 240
Counts vs. Mass-to-Charge (m/z)

73.0
149.0

Spectrum Source
Peak (5) in "+ TIC Scan"

x103 |+ Scan (8.587-8.645 min, 11 Scans) TOX21_400029_TMS 2.D Subtract
11 75.0

0.8+

0.6 127.0

0.41 155.1

40 142.0

0-21 27 58.9 85.0

0 | | |‘| |‘|I|I.| ; ||.||‘I ) ||l|‘| | | 99."1 | 117'9 I‘ ‘| | L ‘l
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Counts vs. Mass-to-Charge (m/z)

Spectrum Source
Peak (6) in "+ TIC Scan"

x10 3 |+ Scan (9.310-9.374 min, 12 Scans) TOX21_400029_TMS 2.D Subtract
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Qualitative Analysis Report

Spectrum Source
Peak (7) in "+ TIC Scan"

x10 2 |+ Scan (9.374-9.443 min, 13 Scans) TOX21_400029_TMS 2.D Subtract

81 73.0
- 103.0

163.0
oL e bt il f?? jl 1199 1339

20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Counts vs. Mass-to-Charge (m/z)

I

24 45.0
ll|||||.

Spectrum Source
Peak (8) in "+ TIC Scan"

x10 4 |+ Scan (21.015-21.114 min, 18 Scans) TOX21_400029_TMS 2.D Subtract

51 313.3
75.0

2 43.1

1,
291 ‘
il

ol — e ‘ =
20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Counts vs. Mass-to-Charge (m/z)

|l H““M‘“““ |, 1291 1574 199.1 2272 25572 297.3 ||

Spectrum Source
Peak (9) in "+ TIC Scan"

x10 4 |+ Scan (22.543-22.618 min, 14 Scans) TOX21_400029_TMS 2.D Subtract

35 791

3]
2.5

2]
1.5

‘I,
108.0
0.5 39.0 262.9

N “66.0 97.0| 1429 173.0 2090 23?-? . g, 3089 3449 3799
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20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380
Counts vs. Mass-to-Charge (m/z)

--- End Of Report ---
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Qualitative Analysis Report

Data Filename  TOX21_400029_TMS 3.D Sample Name
37 Instrument Name
User Name Long Acq Method

Position

User Chromatograms

NCGC Tox21_400029 from B13 SP109729
5975C_MR
C1_28-0_2_520_mt384_sndv.M

x10 6

1.4
1.2

0.8
0.6
0.4+
0.2

+ TIC Scan TOX21_400029_TMS 3.D

9.340 11.786

21.041

L
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Counts vs. Acquisition Time (min)
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GC1 - A:Flame lonization Detector Signal #1 Translated from ChemStation FID1A.CH Signal File T...
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Qualitative Analysis Report

User Spectra

Spectrum Source
Peak (1) in "+ TIC Scan"

x103 |+ Scan (7.372-7.436 min, 12 Scans) TOX21_400029_TMS 3.D Subtract

20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190
Counts vs. Mass-to-Charge (m/z)

Spectrum Source
Peak (2) in "+ TIC Scan"

x10 2 |+ Scan (7.436-7.464 min, 6 Scans) TOX21_400029_TMS 3.D Subtract

2.5] 63.0 /80

2] 28.0

1.5+
45.0

Ly 39.0 94.0

82.9
17.0 70.9 142.9 188.9

133.0 ‘ |

0.5

120.8
L ‘
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20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190
Counts vs. Mass-to-Charge (m/z)

Spectrum Source
Peak (3) in "+ TIC Scan"

x102 |+ Scan (7.464-7.482 min, 4 Scans) TOX21_400029_TMS 3.D Subtract
147.0

2+ 39.9
29.0

|| ||| |509 Ll |
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0 1L 1l II||| || s 1O|50 12(|)0 13.30 | n 1699 18|91

20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190
Counts vs. Mass-to-Charge (m/z)
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Qualitative Analysis Report

Spectrum Source
Peak (4) in "+ TIC Scan"

410 4 |+ Scan (7.488-7.580 min, 17 Scans) TOX21_400029_TMS 3.D Subtract
71 126.0

173.0

97"0 ‘ 139.0 157.9 189.0

20 40 60 80 100 120 140 160 180 200 220 240
Counts vs. Mass-to-Charge (m/z)

Spectrum Source
Peak (5) in "+ TIC Scan"

x103 |+ Scan (7.742-7.806 min, 12 Scans) TOX21_400029_TMS 3.D Subtract
75.0

1,
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0.2 33.9 45.0 1721
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Counts vs. Mass-to-Charge (m/z)

Spectrum Source
Peak (6) in "+ TIC Scan"

410 4 |+ Scan (7.933-8.049 min, 21 Scans) TOX21_400029_TMS 3.D Subtract
61.0

4,

3,

2,

73.0
N 149.0
5.0 100.0
0 27.0| |||| il ..|u| 86.0 | | 120.0 " 16|90 198.0 216.0
20 40 60 80 100 120 140 160 180 200 220 240

Counts vs. Mass-to-Charge (m/z)
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Qualitative Analysis Report

Spectrum Source
Peak (7) in "+ TIC Scan"

x10 3
2
1.75-
1.5
1.25
1
0.75+
0.5+
0.25+

45.0

58.9

27.0
|‘||||| | 1 M |‘I

+ Scan (8.564-8.656 min, 17 Scans) TOX21_400029_TMS 3.D Subtract

75.0

127.0 170.1
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|.|||I‘| L

99.0 110.9 | | | | 187.9
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100 110 120 130 140 150 160 170 180 190
Counts vs. Mass-to-Charge (m/z)

Spectrum Source
Peak (8) in "+ TIC Scan"

x103 |+ Scan (9.293-9.397 min, 19 Scans) TOX21_400029_TMS 3.D Subtract
| 73.0
1.2+
14
105.0
0.8
0.6
163.0
0.4
021 45.0 58.0 135.0
159  32.0 || | |, 879 120.0 | 14741 170.0  188.1
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Counts vs. Mass-to-Charge (m/z)

Spectrum Source
Peak (9) in "+ TIC Scan"

x10 3
3.5

3,
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2,
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1,
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0

61.0
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87.9

+ Scan (11.758-11.833 min, 14 Scans) TOX21_400029_TMS 3.D Subtract

184.9
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Counts vs. Mass-to-Charge (m/z)
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Qualitative Analysis Report

Spectrum Source
Peak (10) in "+ TIC Scan"

x10 4 |+ Scan (21.009-21.102 min, 17 Scans) TOX21_400029_TMS 3.D Subtract
8 313.3

6 75.0

3 431 103.0

14 29.1

0 ‘ | \

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Counts vs. Mass-to-Charge (m/z)

. H”‘ ‘ MM \‘1290 157.1 185.1 227.2 2551 297.2 |

Spectrum Source
Peak (11) in "+ TIC Scan"

x10 4 |+ Scan (22.537-22.612 min, 14 Scans) TOX21_400029_TMS 3.D Subtract
5,

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380
Counts vs. Mass-to-Charge (m/z)

Spectrum Source
Peak (12) in "+ TIC Scan"

x10 2 |+ Scan (22.948-23.023 min, 14 Scans) TOX21_400029_TMS 3.D Subtract

3. 44.9

2.5

2,

1.5

L 1199 148.9 -

0.5 | 28.0 ‘ 100.9 ‘ 244.8 280.8 316.9
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Counts vs. Mass-to-Charge (m/z)

--- End Of Report ---
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Qualitative Analysis Report

Data Filename
Position
User Name

274
Long

User Chromatograms

TOX21_400029_TMS 4.D

Sample Name
Instrument Name
Acq Method

5975C_MR

NCGC Tox21_400029 from L10 SP109729

C1_28-0_2_520_mt384_sndv.M

10 6 |+ TIC Scan TOX21_400029_TMS 4.D
21.050 1

15
1.25

14
0.751 22.581

0.5
0.25M’LL

o 9352 11.802
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Counts vs. Acquisition Time (min)

x10 5 |GC1 - A:Flame lonization Detector Signal #1 Translated from ChemStation FID1A.CH Signal File T...
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4 22578
27 l
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Response Units vs. Acquisition Time (min)
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Qualitative Analysis Report

User Spectra

Spectrum Source

Peak (1) in "+ TIC Scan"

x10 3

+ Scan (7.372-7.453 min, 15 Scans) TOX21_400029_TMS 4.D Subtract

29.1
Ll

73.1

45.0 63.0

.U .I‘|||| i

103.0
|
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133.0
1l

169.9

191.1

20

40 60 80

100

120 140 160

180

Counts vs. Mass-to-Charge (m/z)

200 220 240

Spectrum Source

Peak (2) in "+ TIC Scan"

x10 2
4

3.5
3,
2.5
2
1.51
1
0.5

0

+ Scan (7.453-7.482 min, 6 Scans) TOX21_400029_TMS 4.D Subtract

32.0 47.0

17.0

63.0

78.0

i L

120.1

83.1 94.1 104.8
[ |

133
|

149.0

.0

170.1
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70 80 90

100 110 120 130 140 150 160 170 180 190
Counts vs. Mass-to-Charge (m/z)

Spectrum Source

Peak (3) in "+ TIC Scan"

x10 4 + Scan (7.482-7.586 min, 19 Scans) TOX21_400029_TMS 4.D Subtract

| 126.0

3,
2.5-

2,
1.51 69.0 i
i 450 61.0 i
0 15.0 2&3;0” |||||56|'?I | 859 770 1140 || 1300 1580 189.1
20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190

Counts vs. Mass-to-Charge (m/z)
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Qualitative Analysis Report

Spectrum Source
Peak (4) in "+ TIC Scan"

410 3 |+ Scan (7.760-7.823 min, 12 Scans) TOX21_400029_TMS 4.D Subtract
| 75.0
8] 129.0 157.1
0.6
0.4
45.0
0.2 2. 172.1
ok 32:0 ‘ 630 |lgoo 1009 143.1
oS .|ﬂ A TR PR T Y NNl S R R | ‘L | 1881
20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190

Counts vs. Mass-to-Charge (m/z)

Spectrum Source
Peak (5) in "+ TIC Scan"

x10 4 |+ Scan (7.939-8.060 min, 22 Scans) TOX21_400029_TMS 4.D Subtract

251 61.0

2]
1.5

14
73.1

1491

0.5 100.0

|, 86.0
80

| | 120.0 168.0

100 120 140 160
Counts vs. Mass-to-Charge (m/z)

198.1 216.0
200 220

0 ‘ —

whil
60 180 240

Spectrum Source
Peak (6) in "+ TIC Scan"

x10 3 |+ Scan (8.575-8.691 min, 21 Scans) TOX21_400029_TMS 4.D Subtract

1.4 75.0

1.2

1
0.8
0.6
0.4

155.1

127.1 170.1

45.0

0.2

0
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15.0 | ||h oLy | il

85.0
L

142.0
99.0 111.1 it . A 188.2
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80 90

100 110 120 130 140 150 160 170 180 190

Counts vs. Mass-to-Charge (m/z)
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Qualitative Analysis Report

Spectrum Source
Peak (7) in "+ TIC Scan"

x10 3 |+ Scan (9.310-9.414 min, 19 Scans) TOX21_400029_TMS 4.D Subtract

14
0.8
0.6
0.4-

0.2+

20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190
Counts vs. Mass-to-Charge (m/z)

Spectrum Source
Peak (8) in "+ TIC Scan"

x103 |+ Scan (11.769-11.850 min, 15 Scans) TOX21_400029_TMS 4.D Subtract
1.4

1.2

1,
0.81
0.6
0.4

0.2+ 45.0 185.0

o 289 |, 799 4051 "9 4430 1698

20 40 60 80 100 120 140 160 180 200 220
Counts vs. Mass-to-Charge (m/z)

61.0

Spectrum Source
Peak (9) in "+ TIC Scan"

x10 4 |+ Scan (21.015-21.108 min, 17 Scans) TOX21_400029_TMS 4.D Subtract

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Counts vs. Mass-to-Charge (m/z)
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Qualitative Analysis Report

Spectrum Source
Peak (10) in "+ TIC Scan"

x10 4 |+ Scan (22.543-22.618 min, 14 Scans) TOX21_400029_TMS 4.D Subtract

35 791

3
2.5

2]
1.5

14
108.1
0.5 39.1 262.9

66.1 il 97.0 147.0 173.0  209.0 236.9
0 15.0 LI ‘

) FRNTTRTI || SN (NS AR T A T TR \\J‘\H ‘m\ \H\

308.9 3449 379.9

Counts vs. Mass-to-Charge (m/z)

--- End Of Report ---
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Qualitative Analysis Report

Data Filename  TOX21_400029_TMS 5.D Sample Name NCGC Tox21_400029 from L14 SP109738
Position 278 Instrument Name 5975C_MR
User Name Long Acq Method C1_28-0_2_520_mt384_sndv.M

User Chromatograms

10 6 |+ TIC Scan TOX21_400029_TMS 5.D

0.8+
0.6
0.4+

0.2

O, — ——
8 9 10 11 12 13 14 15 16 17 18 19 20 21 22 23 24 25 26 27
Counts vs. Acquisition Time (min)

x10 5 |GC1 - A:Flame lonization Detector Signal #1 Translated from ChemStation FID1A.CH Signal File T...
g 21.041
6,
41 22.578
24
_AL_,L a~ - L
0,

8 9 10 11 12 13 14 15 16 17 18 19 20 21 22 23 24 25 26 27
Response Units vs. Acquisition Time (min)
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Qualitative Analysis Report

User Spectra

Spectrum Source
Peak (1) in "+ TIC Scan"

x103 |+ Scan (7.372-7.488 min, 21 Scans) TOX21_400029_TMS 5.D Subtract
3] 147 .1

2.5
2,
1.51 64.0
1
0.5

47.0
29.0

‘ 78.0 92.0 103.0
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Counts vs. Mass-to-Charge (m/z)
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Spectrum Source
Peak (2) in "+ TIC Scan"

x10 4 |+ Scan (7.488-7.592 min, 19 Scans) TOX21_400029_TMS 5.D Subtract

126.0
1.5+

1.25-
14
0.75- 69.0

78.0
0.5

45.0 61.0

0.251 28.0 | 56.0|
|||| 1l

97.0
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86.0 “'° 1140 | 1389

173.0

158.0

Counts vs. Mass-to-Charge (m/z)

20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190

Spectrum Source
Peak (3) in "+ TIC Scan"

x10 4 |+ Scan (7.945-8.037 min, 17 Scans) TOX21_400029_TMS 5.D Subtract

1.75
1.5
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1
0.75-
0.5 73.0
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0 ol N 86.0 | | 120.0 169.0
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20 40 60 80 100 120 140 160 180
Counts vs. Mass-to-Charge (m/z)
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Qualitative Analysis Report

Spectrum Source
Peak (4) in "+ TIC Scan"

x10 3|t Scan (8.587-8.679 min, 17 Scans) TOX21_400029_TMS 5.D Subtract

1.21 75.0

1
0.8

127.0 155.1
06 170.1
0.4 45.0
0.2 55.0 1421
85.1 119.9
il |:I || | :I | |.I.I|:| |. || (b |‘|. | 98..‘9 s | i ‘||I | 18.82

20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190
Counts vs. Mass-to-Charge (m/z)

Spectrum Source
Peak (5) in "+ TIC Scan"

x104 |+ Scan (21.015-21.108 min, 17 Scans) TOX21_400029_TMS 5.D Subtract
313.3
4l 75.0
3,
2 431 103.1
‘I,
29.1 129.1

0 I |||II n | III|||I| ||I|| | ||I|| ||I 1 I. 171-1 213-1 241-2 269-1 297-3

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

Counts vs. Mass-to-Charge (m/z)

Spectrum Source
Peak (6) in "+ TIC Scan"

x104 |+ Scan (22.543-22.618 min, 14 Scans) TOX21_400029_TMS 5.D Subtract

79.1
3

2.5
24
1.51
14

0.5 530 108.0
: 27.1 97.0f 142.9 1730 2090 23?-? | . 3089 3449 3799
0 . 1 " . j7|| ||‘ |||||T| " ||‘|||II T - 11 : 1l . I|‘14. ALl L ‘I ) . . . I
20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380
Counts vs. Mass-to-Charge (m/z)

262.9
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Qualitative Analysis Report

Data Filename  TOX21_400029_TMS 6.D Sample Name NCGC Tox21_400029 from L14 SP109778
Position 278 Instrument Name 5975C_MR
User Name Long Acq Method C1_28-0_2_520_mt384_sndv.M

User Chromatograms

10 6 |+ TIC Scan TOX21_400029_TMS 6.D

0.8+
0.6
0.4

0.2

8 9 10 11 12 13 14 15 16 17 18 19 20 21 22 23 24 25 26 27
Counts vs. Acquisition Time (min)

x10 5 |GC1 - A:Flame lonization Detector Signal #1 Translated from ChemStation FID1A.CH Signal File T...
i 21.429

22.972

o

ol x

8 9 10 11 12 13 14 15 16 17 18 19 20 21 22 23 24 25 26 27
Response Units vs. Acquisition Time (min)
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Qualitative Analysis Report

User Spectra

Spectrum Source
Peak (1) in "+ TIC Scan"

x10 4 |+ Scan (7.713-7.783 min, 13 Scans) TOX21_400029_TMS 6.D Subtract

126.0

78.0 173.0
1 45.0

0 ‘\‘ . ‘ “H ! l L ‘ 1911

20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190
Counts vs. Mass-to-Charge (m/z)

Spectrum Source
Peak (2) in "+ TIC Scan"

x10 2 |+ Scan (7.997-8.060 min, 12 Scans) TOX21_400029_TMS 6.D Subtract
5 126.0
4+ 68.9

5 57.0 78.0
1 119.9
430 141.0
14 18.0 113.9 154.9
30.0 96.9 ‘ 148.0 188.0
| ‘\“\ \“. |, ‘H (| \.“ L ‘\‘ \“\ ‘ | | | (I ‘ Il i \; “ | 179'1 | \‘ .
20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190
Counts vs. Mass-to-Charge (m/z)

Spectrum Source
Peak (3) in "+ TIC Scan"

x103 |+ Scan (8.089-8.153 min, 12 Scans) TOX21_400029_TMS 6.D Subtract
14
0.8+
0.6
0.4

0.2

20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190
Counts vs. Mass-to-Charge (m/z)
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Qualitative Analysis Report

Spectrum Source
Peak (4) in "+ TIC Scan"

x10 4 |+ Scan (8.263-8.361 min, 18 Scans) TOX21_400029_TMS 6.D Subtract

31 61.0

2.5
2]
1.5

11 73.0

0.5 45.0 100.0 149.0

0 ‘ ] 86.0 \ | 120.0 169.0 198.0 216.0

20 40 60 80 100 120 140 160 180 200 220 240
Counts vs. Mass-to-Charge (m/z)

Spectrum Source
Peak (5) in "+ TIC Scan"

x103 |+ Scan (8.917-8.998 min, 15 Scans) TOX21_400029_TMS 6.D Subtract
121 75.0
1
0.8 127.0 155.0
0.6 170.1
0.4 45.0
142.1
021 2,280 59.0 850 989 119.8
1 |‘| ]‘I||I.|.||‘||l|.|‘|| | J||||J | 1 ! | l | [ 1 | M|

20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190
Counts vs. Mass-to-Charge (m/z)

Spectrum Source
Peak (6) in "+ TIC Scan"

x10 3 |+ Scan (12.070-12.145 min, 14 Scans) TOX21_400029_TMS 6.D Subtract

61.0
1.75+

1.5
1.25 |
1
0.75 |
0.5
0.25
0

42.0 185.0
74.9
27.0 .||| L, .|, 880 119.8 146.9

20 40 60 80 100 120 140 160 180 200 220
Counts vs. Mass-to-Charge (m/z)
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Qualitative Analysis Report

Spectrum Source

Peak (7) in "+ TIC Scan"

x10 4

+ Scan (21.403-21.478 min, 14 Scans) TOX21_400029_TMS 6.D Subtract

75.0

103.0
291
||. ‘ .‘\‘ \‘ ‘\‘1‘2?0 157.0 185.1 2271 2551 297.2 |,

313.3

100 120 140 160 180 200 220 240
Counts vs. Mass-to-Charge (m/z)

260 280 300 320

Spectrum Source

Peak (8) in "+ TIC Scan"

x10 4
3.5+

3,
2.5
2
1.5
14
0.5

+ Scan (22.936-23.005 min, 13 Scans) TOX21_400029_TMS 6.D Subtract

39.0
15.0

79.0

66.0

108.0
262.9
1429 173.0 209.0 23638

uhs I|I|| ||I|I.IJ ol oy 1L LL I|‘|l| |I|| I.“l

308.9 344 9 3798

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380

--- End Of Report ---
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Qualitative Analysis Report

Data Filename  TOX21_400029_TMS 7.D Sample Name
Position 284 Instrument Name
User Name Long Acq Method

User Chromatograms

NCGC Tox21_400029 from L20 SP109798
5975C_MR
C1_28-0_2_520_mt384_sndv.M

«10 5 |+ TIC Scan TOX21_400029_TMS 7.D

L

21.418 1

L,

22.963

8 9 10 11 12 13 14 15

16

17 18 19 20 21

Counts vs. Acquisition Time (min)

22 23 24 25 26 27

x10 5 |GC1 - A:Flame lonization Detector Signal #1 Translated from ChemStation FID1A.CH Signal File T...
21.412

ol

22.958

8 9 10 11 12 13 14 15

16

17 18 19 20 21

22 23 24 25 26 27

Response Units vs. Acquisition Time (min)
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Qualitative Analysis Report

User Spectra

Spectrum Source
Peak (1) in "+ TIC Scan"

x102 |+ Scan (7.528-7.557 min, 6 Scans) TOX21_400029_TMS 7.D Subtract

S 28.0 62.9

44.9
78.0

18.0

1 31.9
73.0
| ||||I 410 “hn 1 ‘l || !

0 | | | i |
15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120
Counts vs. Mass-to-Charge (m/z)

939 1050

Spectrum Source
Peak (2) in "+ TIC Scan"

x10 3 |+ Scan (7.615-7.702 min, 16 Scans) TOX21_400029_TMS 7.D Subtract
2] 64.0

1.5

14
29.0 47.0 92.0

0.5

77.0
0 15I0 Wy | N |I|| | |I| 1202 1471 1752 22:]1
20 40 60 80 100 120 140 160 180 200 220 240 260
Counts vs. Mass-to-Charge (m/z)

Spectrum Source
Peak (3) in "+ TIC Scan"

x10 4 |+ Scan (7.702-7.771 min, 13 Scans) TOX21_400029_TMS 7.D Subtract

1o 126.0

14

0.8+ 69.0

0.6 | 78.0
173.0
0.4 45.0 61.0

0.2 28.0 m 56.0 ‘
| 1l

0 151 \‘\ I I ‘m sl 86.0 96\‘9 1 114.0 ‘ 147.0 1580

20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Counts vs. Mass-to-Charge (m/z)
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Qualitative Analysis Report

Spectrum Source
Peak (4) in "+ TIC Scan"

x10 3 |+ Scan (8.245-8.332 min, 16 Scans) TOX21_400029_TMS 7.D Subtract
N 61.0
6,
4,
73.0
2,
27.0 1, N . 119.9 169.0 198.0
20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210

Counts vs. Mass-to-Charge (m/z)

Spectrum Source
Peak (5) in "+ TIC Scan"

x10 4 |+ Scan (21.385-21.461 min, 14 Scans) TOX21_400029_TMS 7.D Subtract
4,
3.5
3
2.5
24
1.5
1,
0.5+

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Counts vs. Mass-to-Charge (m/z)

Spectrum Source
Peak (6) in "+ TIC Scan"

<10 4 |+ Scan (22.924-22.994 min, 13 Scans) TOX21_400029_TMS 7.D Subtract
| 79.0
2.5
2.
1.5
1]
0.5 39.0 108.0 262.9
oL L b alosol,, 129 T30 2000 P ) sose 3449 3sio

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380
Counts vs. Mass-to-Charge (m/z)
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